Key indicators: single-crystal X-ray study; T = 180 K; mean (C-C) = 0.002 Å; R factor = 0.047; wR factor = 0.133; data-to-parameter ratio = 19.9.
The asymmetric unit of the title compound, C 13 H 9 NO 3 , consists of two crystallographically independent molecules. In each molecule, the tetrahydrofuran (THF) ring adopts an envelope conformation with one of the methylene C atoms positioned at the flap. The dihedral angles between the mean plane of the THF and the benzofuran ring system are 70.85 (5) and 89.59 (6) . In the crystal, molecules are stacked in a column along the a-axis direction through C-HÁ Á ÁO hydrogen bonds, with columns further linked by C-HÁ Á ÁN and C-HÁ Á ÁO interactions.
Related literature
For a recent report on the development of complex heterocyclic skeletons for potential pharmaceutics in one step using the Truce-Smiles rearrangement, see: Okuda et al. (2011) . For the synthesis, see: Okuda et al. (2012) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; y À 1; z; (ii) x À 1; y; z; (iii) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: PROCESS-AUTO (Rigaku/MSC, 2004); cell refinement: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2004); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). supplementary materials Acta Cryst. (2012) . E68, o2819 [doi:10.1107/S1600536812036835] 3-(2-Oxo-2,3,4,5-tetrahydrofuran-3-yl)-1-benzofuran-2-carbonitrile Kensuke Okuda, Takashi Hirota, Yuta Nishina and Hiroyuki Ishida
Comment
As an extension of our work to develop complex heterocyclic skeletons for potential pharmaceutics in one step using the The asymmetric unit of the title compound consists of two crystallographically independent molecules. In the molecules, the tetrahydrofuran C10/C11/O2/C12/C13 and C23/C24/O5/C25/C26 rings adopt envelope conformations with atoms C13 and C26, respectively, at the flaps. The dihedral angle between the mean plane of the tetrahydrofuran C10/C11/O2/C12/C13 ring and the benzofuran C1-C8/O1 ring system is 70.85 (5)°, while the angle between the mean plane of the C23/C24/O5/C25/C26 ring and the C14-C21/O4 ring system is 89.59 (6)°. In the crystal, molecules are stacked in column along the a axis through C10-H10···O3 ii and C17-H17···O6 ii (symmetry code in Table 1 ) hydrogen bonds. The columns are further linked by C4-H4···O6 i and C20-H20···N2 iii (symmetry codes in Table 1 ) hydrogen bonds.
Experimental
The detailed experimental procedure for the synthesis of 3-(2-oxo-2,3,4,5-tetrahydrofuran-3-yl)-2-carbonitrile (m.p. 378-381 K from cyclohexane) from 3-(3-ethoxycarbonylpropoxy)[1]benzofuran-2-carbonitrile was described in our previous paper (Okuda et al., 2012) . Single crystals suitable for X-ray diffraction were obtained from an n-hexane/ethyl acetate solution.
Refinement H atoms were located in a difference Fourier map and then were positioned geometrically (C-H = 0.95, 0.99 or 1.00 Å) and refined as riding, with U iso (H) = 1.2U eq (C). program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) and PLATON (Spek, 2009).
Computing details

Figure 1
The asymmetric unit of the title compound, with the atom-labeling. Displacement ellipsoids of non-H atoms are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.58378 (18) 0.34215 (9) 0.03832 (5) 0.0323 (2) Atomic displacement parameters (Å 2 )
O1 0.0354 (5) 0.0305 (5) 0.0270 (5) 0.0052 (4) −0.0027 (4) −0.0016 (4) O2 0.0398 (5) 0.0368 (5) 0.0322 (5) −0.0040 (4) −0.0094 (4) −0.0020 (4) O3 0.0365 (5) 0.0360 (5) 0.0432 (6) −0.0076 (4) −0.0034 (4) −0.0105 (4) O4 0.0361 (5) 0.0327 (5) 0.0255 (5) 0.0058 (4) −0.0050 (4) −0.0055 (4) O5 0.0406 (5) 0.0344 (5) 0.0303 (5) −0.0024 (4) −0.0094 (4) 0.0032 (4) O6 0.0402 (6) 0.0323 (5) 0.0423 (6) −0.0081 (4) −0.0082 (4) 0.0003 (4) N1 0.0423 (7) 0.0399 (7) 0.0425 (7) 0.0112 (6) 0.0003 (5) 0.0002 (5) N2 0.0389 (6) 0.0426 (7) 0.0328 (6) 0.0092 (5) −0.0057 (5) −0.0081 (5) C1 0.0299 (6) 0.0269 (6) 0.0299 (6) 0.0020 (5) −0.0016 (5) −0.0057 (5) C2 0.0269 (6) 0.0231 (5) 0.0292 (6) 0.0005 (4) −0.0022 (5) −0.0073 (5) C3 0.0281 (6) 0.0239 (6) 0.0270 (6) −0.0001 (5) −0.0010 (5) −0.0075 (5) C4 0.0320 (6) 0.0252 (6) 0.0293 (6) 0.0015 (5) −0.0028 (5) −0.0047 (5) C5 0.0337 (7) 0.0308 (7) 0.0371 (7) 0.0066 (5) −0.0001 (5) −0.0069 (5) C6 0.0365 (7) 0.0383 (7) 0.0343 (7) 0.0034 (6) 0.0047 (6) −0.0091 (6) C7 0.0387 (7) 0.0351 (7) 0.0271 (6) 0.0003 (6) 0.0017 (5) −0.0050 (5) C8 0.0309 (6) 0.0257 (6) 0.0290 (6) 0.0018 (5) −0.0035 (5) −0.0053 (5) C9 0.0350 (7) 0.0307 (6) 0.0314 (7) 0.0020 (5) −0.0031 (5) −0.0028 (5) 
